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Source

p://webnet.cecd.org earch.aspx
https://www.nicnas.gov.au/chemical-information/imap-assessments/implementation-of-imap-stage-one
NICNAS priority chemicals.xlsx
https://www.nicnas.gov.au/chemical-information/imap-assessments/implementation-of-imap-stage-one
https://www.nicnas.gov.au/chemical-information/pec-assessments

N/A

hitps://echa.europa.eu/

https://echa.europa.eu/

https://echa.europa.eu/

https://echa.europa.eu/

https://echa.europa.eu/

https://echa.europa.eu/

hitps://echa.europa.eu/
https://echa.europa.eu/web/guest/information-on-chemicals/registered-substances
https://echa.europa.eu/information-on-chemicals/information-from-existing-substances-regulation
https://www.echa.europa.eu/web/guest/information-on-chemicals/biocidal-active-substances
https://www.echa.europa.eu/web/guest/information-on-chemicals/biocidal-active-substances

N/A

http://www safe.nite.go.jp/icheck

http://www.safe.nite.go.jp/icheck

http://www.safe.nite.go.jp/icheck

List of chemicals (EXTEND2016_Appendix 7) (2).docx
http://www.ec.gc.ca/ese-ees/default.asp?lang=En&n=F4633EDC-1

internal list

internal list

N/A

TSCA Work Plan 2014 Update Tables-October.xlsx

TSCA Work Plan 2014 Update Tables-October.xlsx

https://cfoub.epa.gov/ncea/iris/search/basic/

https://hhppriv.ornl.gov/

N/A
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EFSA List of candidate categories for developing IATA case studies_Jan 2016JLD.xIsx

2016-07-28 EFSA Pesticides Peer Review_work program_incoming applications 2016.xls
2016-07-28 EFSA Pesticides Peer Review_work program_ongoing and adopted applications 2016.xls

INERIS_List_for_monitoring_campaign.xisx
N/A

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.zip

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.7ip

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.7ip

ftp://ftp.epa.gov/dsstoxfip/DSSToxAll 20151019.7ip

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.7ip

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.zip

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.zip

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.7ip

ftp://ftp.epa.gov/dsstoxftp/DSSToxAll 20151019.7ip

ftp://ftp.epa.gov/dsstoxfip/DSSToxAll 20151019.7ip

http://webnet.cecd.org/hpv/ui/ChemGroup.aspx

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cocat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://actor.epa.gov/cpcat/archive/CPCat

distribution

2014

05

21.zip

https://java.epa.gov/oppt chemical search/

https://java.epa.gov/oppt chemical search/

http://echa.europa.eu/web/guest/information-on-chemicals/registered-substances

http://echa.europa.eu/web/guest/information-on-chemicals/registered-substances

http://www.safe.nite.go.jp/icheck/search.action?request locale=en
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http://www.safe.nite.go.ip/icheck/search.action?request locale=en
hitp://www.safe.nite.go.ip/icheck/search.action?request locale=en
ftp://newfip.epa.gov/comptox/High Throughput Screening Data/Animal Tox Data/

OECD QSAR Toolbox

Leadscope Enterprise Version 3.4.2-2
https://actor.epa.gov/dashbeard/
https://actor.epa.gov/dashboard/
hitps://actor.epa.gov/dashboard/
http://actorws.epa.gov/actorws/edsp21/v02/expocastData.json
http://actorws.epa.gov/actorws/edsp21/v02/expocastData.json
http://actorws.epa.gov/actorws/edsp21/v02/expocastData.json
http://actorws.epa.gov/actorws/edsp21/v02/expocastData.json
http://actorws.epa.gov/actorws/edsp21/v02/expocastData.json
hitps://cran.r-project.org/web/packages/hitk/index. hitm!
HTTK-status-2016-07-13_cg.xlsx

USEPA_EDSP _datastream_v6_CLEAN.xlsx
https://actor.epa.gov/dashbeard/

USEPA_EDSP datastream v6_CLEAN.xlsx
ftp://157.98.192.110/ntp-cebs/datatype/CEBS test articles links.bxt
http://ctdbase.org/reports/CTD_chem_gene_ixns.csv.gz
ftp://157.98.192.110/drugmatrix /Differential_Gene_Expression_Data/
http://toxico.nibiohn.go.jp/open-tggates/english/search.html
ftp://ftp.epa.gov/dsstoxftp/DSSTox Archive 20150930/ARYEXP DownloadFiles/
ftp://ftp.epa.gov/dsstoxftp/DSSTox Archive 20150930/GEOGSE DownloadFiles/
http://www.nihs.go.ip/tox/TTG Archive htm
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nim.nih.gov/chemidplus/
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nim.nih.gov/chemidplus/
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nim.nih.gov/chemidplus/
http://chem.sis.nlm.nih.gov/chemidplus/
http://chem.sis.nim.nih.gov/chemidplus/
https://comptox.epa.gov/dashboard

https://comptox.epa.gov/dashboard

https://comptox.epa.gov/dashboard
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https://comptox.epa.gov/dashboard
hitps://comptox.epa.gov/dashboard
https://comptox.epa.gov/dashboard
https://comptox.epa.gov/dashboard
https://comptox.epa.gov/dashboard
https://comptox.epa.gov/dashboard
https://comptox.epa.gov/dashboard
hitps://comptox.epa.gov/dashboard
https://comptox.epa.gov/dashboard
http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

hitp://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagel D=0

http://echemportal.org/echemportal/page.action?pagelD=0

http://echemportal.org/echemportal/page.action?pagelD=0
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http://pubchem.ncbi.nlm.nih.gov/
hitp://ccinfoweb.ccohs.ca/rtecs/search. html
N/A

N/A
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1 DTXSIDO040709
1 DTXSID7024615
1 DTXSID4040767
1 DTXSID6021583
1 DTXSID8024739
1 DTXSID8025173
1 DTXSID0O026046
1 DTXSID7074828
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1 DTXSID4045038
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Hydrazine
Isopropanol

Benzyl alcohol
1-Bromopropane
Naphthalene
Chloromethane
1-Butanol
Chlorobenzene
4,4'-Diphenylmethane diisocyanate
Dimethyl phthalate
Ethylbenzene
1,1-Dichioroethylene
2-(2-Ethoxyethoxy)ethanol
1,2-Dichlorobenzene
p-Cresol
2-Ethoxyethyl acetate
Chloroform

m-Cresol
1,4-Dichlorobenzene
1-Propanol
Epichlorohydrin
Hydroquinone
Toluene

Thiram

Acetaldehyde
Acrylamide

Bisphenol A

Substance Name
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o-Cresol
Acrylic acid

Butylated hydroxytoluene

2-Methoxyethanol
tert-Butyl alcohol
2-Ethoxyethanol
2-Methylaniline
Formic acid
2-Butoxyethanol

Tris(2-chloroisopropyl)phosphate
2-(2-Butoxyethoxy)ethanol
Diethylene glycol monomethyl ether
Sodium dichloroisocyanurate

Diethylene glycol
Chloroethane
1,2-Dichloroethane
o-Xylene
2,4-Diaminotoluene

Ethylenediaminetetraacetic acid

Aniline

Ethyl acrylate
Tetrachloroethylene
Triglycidyl isocyanurate
Triethylene glycol
Thiourea

Hexane
2-Ethylhexanoic acid
Acrylonitrile

Tetraethyl lead
1,4-Dioxane

Acetone

p-Xylene

Hydrogen peroxide
2-Nitrotoluene
2,5-Furandione
m-Xylene

Methanol
N-Methyl-2-pyrrolidone
Methyl tert-butyl ether
4-Methyl-2-pentanone
Tetrahydrofuran
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Methy! methacrylate
Ziram
1,3-Benzenediamine
Vinyl acetate
Dichloromethane
Formaldehyde
N,N-Dimethylformamide
Quinoline
Dimethylamine

Diethyl sulfate

Carbon disulfide
Di(2-ethylhexyl) adipate
Azodicarbonamide
3,3',5,5'-Tetrabromobisphenol A
Nitrobenzene
Diethanolamine

Benzyl chloride
Diisobutyl phthalate
Phenol
2,4,6-Tribromophenol
Diuron
4-(1,1,3,3-Tetramethylbutyl)phenol
Cyclohexanone

Cumene

Dimethyl sulfate

Methyl ethyl ketone
2,4-Dinitrotoluene
2-Methyl-1-propanol
1,2-Propylene oxide
Decabromodiphenyl oxide
Isophorone

Benzene

Styrene

Allyl chloride
1-Chloro-4-nitrobenzene
1,2,4-Trichlorobenzene
4,4'-Methylenebis{2-chloroaniline)
Melamine
N,N-Dimethylacetamide
4-Chloro-3-methylphenol
Isoprene
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Phosphoric acid
4-tert-Butylphenol
Triclosan

Lead

Anthraquinone
1-Propene

Oxalic acid
Methacrylic acid

PFOA

2-Butanone oxime
Pentane
Chloroacetamide
Nickel{1l} chloride
Nickel sulfate
2-Ethylhexyl acrylate
Morpholine

Methyl bromide
N-Cyclohexyl-2-benzothiazolesulfenamide
Dinoseb

Iprodione
Nitromethane
Methenamine

Methyl acrylate
Caprolactam

Furfural

Acetic acid
D-Limonene
Octamethylcyclotetrasiloxane
Diacetone alcohol
Antimony trioxide
Dibutyl phthalate
Dicyclohexyl phthalate
Dicyclopentadiene
Cyclohexanol
Toluene-2,4-diisocyanate
Dioctyl phthalate

Zinc pyrithione
Diphenylamine
1,2,4-Trimethylbenzene
Bis(tributyltin)oxide
Benzaldehyde
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Cyclohexane
Di(2-ethylhexyl) phthalate
Butyl benzyl phthalate
Butyl methacrylate
1,2-Epoxybutane
Butane
Methylparaben
Propylparaben
Chlorine
Chloroacetic acid
Chlorothalonil
Chromium trioxide
Acetyl tributyl citrate
Cobalt

Benzoic acid
Vanadium pentoxide
Glyphosate

Urea

Formamide

Furan

Glyoxal
Triethylamine
Triethanolamine
1,6-Diisocyanatohexane
Tributyl phosphate
Acrolein

Acetonitrile
Hydrochloric acid
Acetic anhydride
Hydrogen cyanide
Hydrogen sulfide
Ammonia
1,2-Dibromoethane

Ethylene glycol dimethyl ether

Ethanol
Anthracene

N-(Hydroxyethyl)ethylenediamine

4-Nitroaniline
4,4'-Methylenedianiline
Ethanolamine

Tris(2-chloroethyl) phosphate
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3,4-Dichloroaniline
2-Anisidine
2-Chloroaniline
Ethylene
Trichloroethylene
PFOA, ammonium salt
Ethyl acetate

Ethylene glycol
Ethylene oxide
2-Ethyl-1-hexanol
Sodium benzoate
1,1,2,2-Tetrahydroperfluoro-1-decanol
1-Octanol
1,2-Phenylenediamine
Octadecanoic acid
2-Nitropropane
Pyridine
3-(4-tert-Butylphenyl)-2-methylpropanal
Trimellitic anhydride
Catechol

Sodium cyanide
1-Octadecanamine
Salicylic acid
Resorcinol
1,2,3-Trichloropropane
Sodium dodecyl sulfate
1,3-Butadiene
1-Pentanol

Biphenyl

Lead(!!) sulfide
Dodecanoic acid
Linalool

Lead dioxide

2,4,6-Trinitro-1,3-dimethyl-5-tert-butylbenzene

Tetramethyl lead

lodine

tert-Butyl hydroperoxide
Musk ketone
Hydroxylamine sulfate (2:1)
Cyanuric acid

Pyrene

ED_002191_00014179-00076



Di(2-methoxyethyl) phthalate
Titanium dioxide
Sodium chlorate
Dimethyl! terephthalate
Phenylmercuric acetate
Dimethyl sulfoxide
Sodium chloride

Butyl acetate

Sodium chlorite
Ammonium sulfate
Lindane
Cyclopentanone
Propionic acid

Methyl formate

Methyl iodide

Methy! benzoate
1-Decanol

Methyl acetate
Hexachlorocyclopentadiene
N-Vinyl-2-pyrrolidone
Propiconazole

Sodium hypochlorite
Sodium hydroxide
Sodium bisulfite
Sodium dichromate
Diethyl phthalate
Sodium chromate
Linuron

Ethylparaben
Methylamine
Diundecyl! phthalate

(Methylcyclopentadienyl)tricarbonylmanganese

Hexachlorobenzene
Hexachloroethane
Zinc chloride

Zinc oxide

Simazine

Fumaric acid
Aluminum sulfate
Arsenic(V) pentoxide
Arsenic trioxide
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Arsenic acid

Silicon carbide
Bis(2-methoxyethyl) ether
Silver nitrate

Silver chloride

Zinc sulfate
1H-1,2,4-Triazole
Ammonium chloride
Aluminum fluoride
1,4-Butanediol
2,5-Dimethyl-2,5-di-(tert-butylperoxy)hexane
Trifluralin
Toluene-2,6-diisocyanate
N-(3-Chloroallyl}hexaminium chloride
Alachlor

Boron sodium oxide
1,3-Diphenylguanidine
alpha-Methylstyrene
Disulfiram

Atrazine
2-Methyl-4,6-dinitrophenol
Aluminum chloride
Glycerol
Triphenylphosphine oxide
Sulfuric acid

Citric acid

Potassium dichromate
Benzophenone
Potassium cyanide
Chromium(ill) oxide
Chromium

Choline chloride

Furfuryl alcohol
1,2,3-Trichlorobenzene
Benzyl benzoate
Chlorpyrifos
4-Chloroaniline

Cobalt chloride

PFOS-K

Cobalt sulfate

Nonanoic acid
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Terephthalic acid
Potassium phosphate, monobasic
Dibutyltin dichloride
Etidronic acid
Clorophene

Benzyl salicylate
1,2-Dichloropropane
Sorbic acid

Metolachlor
Hexadecanoic acid
3-(Dimethylamino)propylamine
1-Hexanol
2-Methoxyethyl acetate
2-Methylnaphthalene
Copper sulfate

Butanoic acid
Carbendazim

Cupric oxide

Ethylene thiourea
Phenolphthalein
Chloropicrin
2,4-Pentanedione
Nickel subsulfide
Carbaryl

Cadmium

Piperazine

Potassium nitrate
Cadmium dinitrate
Isobutyl methacrylate
Sodium nitrate
Cadmium oxide
Cadmium sulfate (1:1)
Cobalt{ll) nitrate
Potassium iodide

Boric acid

1-Octene

Zinc potassium chromate
Nickel

Nickel carbonate

Nickel hydroxide (Ni(OH)2)
Urethane
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Butanedioic acid
N,N-Bis(2-hydroxyethyl)dodecanamide
Chloramine

Zineb

Sodium aluminosilicate
Trichloromethylstannane
2-Amino-5-azotoluene

Tributyltin chloride

Calcium silicate

Silica

Calcium hydroxide

Carbonic acid calcium salt {1:1)
3-lodo-2-propynyl-N-butylcarbamate

Tetrakis{hydroxymethyl)phosphonium sulfate

2,2-Dichloro-1,1,1-trifluoroethane
Sodium dichromate(VI) dihydrate
Diethyl propanedioate

Sodium fluoride

[ron{lil} oxide

Dichlorvos

Warfarin

Diallyl phthalate

Cyclopenta[g]-2-benzopyran, 1,3,4,6,7,8-hexahydro-4,6,6,7,8,8-hexamethyl-

Sodium bicarbonate

Limonene

p,p-DDT

Decanoic acid

Copper(ll) sulfate, pentahydrate
Dazomet

Sodium carbonate
4-Aminoazobenzene
Methyleugenol

Carboxin

Carbon
Hexabromocyclododecane, mixed isomers
Sodium bromide

Potassium persulfate

Potassium sulfate

Diphenyl oxide
Hexachloro-1,3-butadiene
Michler's ketone
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Sodium metasilicate
Sodium phosphate, dibasic
Propargite

Nonanal

tert-Amyl methyl ether
1-Methylnaphthalene
Prochloraz

Propoxur
Tribenuron-methyl
Manganese sulfate (1:1)
Malic acid

Pyridoxine hydrochloride
Magnesium sulfate
Magnesium chloride
Butyraldehyde

Methyl salicylate
Methyl dodecanoate
Phenylacetic acid
4-(2-Methylbutan-2-yl)phenol
4-Methoxyphenol
3,4-Dimethylphenol
2-Phenylphenol
p-Cymene
N,N,N-Trimethyl{oxiran-2-yl)methanaminium chioride
Butyl glycidyl ether
Octanoic acid

Octanal
2-tert-Butylphenol
2,6-Dimethylphenol
Propanal
2-Phenylethanol
Phenazone

Peracetic acid
2-Methylpropanal
Piperidine

Sulfur dioxide

Sulfur

Ethyl methacrylate
Ethyl formate

Selenious acid
Fenamiphos
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Isoproturon

D-Gluconic acid, compd with N,N"-bis(4-chlorophenyl)-3,12-diimino-2,4,11,13-tetraazatetradecanediimidamide

Geraniol

[ron{ll) sulfate

Ferric sulfate

Iron(ll) sulfate heptahydrate
Hydroxylamine

Thiophene

L-Ascorbic acid

Heptanal

Glycolic acid

Glycine

Trimethylamine
Glutaraldehyde
Propyzamide

Myrcene

Mercuric chloride
alpha-Pinene

Potassium chromate(V!)
8-Hydroxyquinoline
2-Pentanone
Isopropylamine
1,3,5-Triazine-1,3,5(2H,4H,6H)-triethanol
C.l. Direct Red 28
2,4-Dimethylphenol
Isopentyl alcohol

PFBS-K

Nickel(ll} acetate
1,1,2,2-Tetrahydroperfluoro-1-dodecanol
4-Methylimidazole

C.l. Solvent Red 23
3-Chloro-1,2-propanediol
Triethylene glycol dimethyl ether
C.l. Direct Black 38

Benzyl acetate
2-Methoxy-1-propanol
Coumarin

C.l. Pigment Red 3

Captan

Sodium 2-phenylphenate
Gallium arsenide
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3-Aminopropyltriethoxysilane
Lead(ll} chloride

TDCPP

Paraquat dichloride

Ametryn
alpha-Isomethylionone
Potassium bromate
2-Methyl-3(2H)-isothiazolone
Nitrilotriacetic acid
1,2-Benzisothiazolin-3-one
Lead(IV) acetate
4-Butyrolactone
Benzo(a)pyrene

Gentian Violet

Propazine

Acetophenone

Acetochlor

Hydroxylamine hydrochloride
Citronellol

Amitrole

Mancozeb

Carbofuran

Phosphine

PFDOA

Bromine

Maleic hydrazide
4,4'-Oxydianiline

4,4'-Methylenebis(2-methylaniline)

Bisphenol A diglycidy! ether
Bisphenol A diglycidyl ether
tert-Butylhydroquinone

4,4'-Methylenebis(N,N-dimethylaniline)

Lead(ll} acetate

Cadmium chloride
1,2,4,5-Tetrachlorobenzene
2-Heptanone

2,4-Dichlorophenoxyacetic acid

4-Hydroxybenzoic acid
1,3-Butanediol

2,2-Bis(bromomethyl}-1,3-propanediol

1,3,5-Trioxane
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MCPA

Benzothiazole

Ammonium acetate
1,3,5-Trichlorobenzene
Chrysene

Bis(2-ethylhexyl) terephthalate
Tetradecanoic acid
Triethylene glycol dimethacrylate
Chlorpyrifos-methyi
Tetradecane

Pyridate

Nickel(ll) chloride hexahydrate
Perflucroundecanoic acid
Niacinamide

Nicotinic acid

2-Octanol

Nitrogen

FD&C Yellow 6

Daminozide

Isopropyl mercaptan
(E}-Anethole

Ethephon

Tin{ll) chloride

Lactic acid

Thymol

C.l. Solvent Yellow 14
Bensulfuron-methyl
Isoxaflutole

Tebuconazole

Acetaminophen

Hexadecanoic acid, 1-methylethyl ester
Valproic acid

Isopropenyl acetate

Methy! 4-methylbenzoate
1,3-Propane sultone
3,5-Dimethylphenol

Bifenthrin

Chromium (V1) ion
5-Chloro-2-methyi-3(2H}-isothiazolone
Methy! hexadecanoate
Methyl (9Z)-octadec-9-enoate
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Magnesium sufate heptahydrate
Theobromine

DEET

Malathion

Aluminum phosphide
Maleic acid

Heptachlor epoxide
3-Methylpyridine

Zinc sulfate heptahydrate
Mecoprop
2-Methylpropanoic acid
4-Methylpyridine
Butylamine

Isophytol
Dimethoxymethane

Oil Orange

Profenofos
3-(Methylthio)propanal
Propanil

EPTC

Ponceau MX
Chromium(lll) acetate
Chromium chloride (CrCI3)
Ammonium trioxovanadate
3-Phenyl-1-propanol
Dapsone

PFOS

Pendimethalin

Pentanal

Tannic acid

Pentanoic acid

Mercury bromide (HgBr2)
Eugenol

Bromoxynil octanoate
2,5-Dimethylphenol
Phenmedipham
Bromoxynil

Oleic acid

Fluometuron

Oxamyl

2-Butyne-1,4-diol
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alpha-Terpineol

Aluminum nitrate
Pirimiphos-methyl
4-Chloro-2-methylphenol
4-Ethylphenol

Arsenic chloride
2-Ethylphenol
2-Methoxyphenol

Sodium arsenite
Foramsulfuron

Strychnine

Hydroquinone dimethyl ether
Allyl isothiocyanate
Pentachlorobenzene
2-Nitro-1,4-phenylenediamine
Progesterone

Thimerosal

Chlorhexidine diacetate
Folpet

Amaranth

Diazinon

Benzethonium chloride
Methyl disuifide
4-(Dimethylamino)azobenzene
FD&C Yellow 5

Dimethoate

Dieldrin

Endosulfan

Ethanamine

Dodecane

4-Biphenylamine
2-Methoxy-5-methylaniline
Arsenic(lll) sulfide

I-Taurine

Ditridecyl phthalate
4-Methoxybenzaldehyde
3-Ethoxy-4-hydroxybenzaldehyde
Clotrimazole
1-(6-tert-Butyl-1,1-dimethyl-2,3-dihydro-1H-inden-4-yl)ethanone
Bronopol

Bentazone
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Piperonal

Zinc(ll) acetate dihydrate
Carbon dioxide

C.l. Solvent Red 24
Betaine
Pentachlorophenol
Chlorpropham
Methomyl

Caffeine
1,2,3,4-Tetrachlorobenzene
Thiobencarb
Butylparaben
Hydratropaldehyde
Benzoin
Deltamethrin
D-Glucose
Diflubenzuron
p,p'-DDD

p,p'-DDE
Terbutryn

Sulfuryl fluoride
Bromcresol Purple
Diheptyl phthalate
Imidazolidinyl urea
Endrin

Rotenone
beta-Alanine
beta-Carotene
Fenitrothion

Calcium chromate, anhydrous

Dihexyl phthalate

Musk ambrette

Cobalt sulfate heptahydrate
1-Heptanol

Terpinolene

Heptachlor

Cyanamide

Clomipramine hydrochloride
L-Glutamic acid
Glucosamine hydrochloride
Cyproconazole
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Fipronil
Dimethylmercury
Mercury(ll) oxide
Phthalic acid
Triadimenol

Vitamin D3
Fosetyl-Al

Malachite green
PFDA

Zinc acetate
Phosmet
Thiophanate-methyl
Bifenazate
Tebufenozide
Methoxyacetic acid
Ethylene glycol diethyl ether
Isoxaben
4-tert-Butyltoluene
PFNA

4-Methyl-1,2-cyclohexanedicarboxylic anhydride

Heptanoic acid
1,6-Hexanediol diacrylate
2-Ethylhexanal
Chloralose

1-Nonanol

Nitrapyrin

alpha-1,2,3,4,5,6-Hexachlorocyclohexane

Permethrin

Mesotrione

Octhilinone

Icaridin
beta-Hexachlorocyclohexane
Tris(2,3-dibromopropyl) phosphate
Methoxyethene

Ethofumesate

Nickel sulfide

Sodium l-glutamate
1,2-Dibromo-2,4-dicyanobutane
4-Hydroxy-3-methoxybenzaldehyde
Lead dimethyldithiocarbamate
Retinol
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Retinol acetate

Sodium hydrogen sulfate

Oryzalin
Octachlorostyrene
Acephate
Palladium
Potassium
Hydrazine sulfate

Manganese(ll) sulfate monohydrate

Fludioxonil
Flumioxazin
Spiroxamine
Nicotine

Piperonyl butoxide
Hexaflumuron
Medetomidine
Pymetrozine
Imidacloprid
Halosulfuron-methyl
Thiabendazole
Tetramethrin
Lactofen
Fenpyroximate
Triflusulfuron-methyl
Tralkoxydim
Tebufenpyrad
Fluazinam
Etofenprox

Imazalil
Fenoxaprop-P-ethyl
Fenoxycarb
Difethialone
Bromadiolone
Chlorophacinone
Penconazole
Leucomalachite green
d-Carvone
di-Carvone
Terbuthylazine
Pirimicarb
Bendiocarb
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Thiacloprid

Triflumizole

Pencycuron

Bupirimate

Pyridaben

Propamocarb hydrochloride
Dodemeorph

Dodemorph acetate
Methylmercuric(ll) chloride
Tetraconazole
Epoxiconazole

Dipentyl phthalate
Fluazifop-buty!

Chloridazon

Diniconazole

Diquat

Triadimefon
Glyphosate-isopropylamine
Pentanedioic acid
Chlormequat chloride
Diethyl (2E)-but-2-enedioate
beta-Pinene
1,2,4-Benzenetricarboxylic acid
1-Propanethiol
1-Butanethiol
Azinphos-methyl
Aspartame

Nitrilotriacetic acid trisodium monohydrate

Water

Nitrofurantoin

Furazolidone

Triphenyltin hydroxide
3-Methylindole
4-Chloro-3,5-dimethylphenol
Quinaldine

6-Methyl coumarin
Ergocalciferol

Sucrose

Nickel(ll) sulfate hexahydrate
Monosodium methanearsonate
Octachloronaphthalene
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Auramine hydrochloride
Ponceau 3R
(2E,4E)-2,4-Hexadienal
Bromacil

4-Pentanolide

Methyl 2-octynoate
Ergotamine
3,4-Dihydrocoumarin
Capsaicin

Dimethoxane

Benzene, 1-chloro-4-ethenyl-
Sesamol

Methy! 2-aminobenzoate
Diclofop-methyl
{(9Z)-N,N-Bis(2-hydroxyethyl)octadec-9-enamide
Hydrogen

Riboflavin
2,3-Dimethylphenol
2-Isopropylphenol
Acibenzolar-S-methyl
Retinol palmitate
Pentan-1-amine
Phenethylamine

Methyl! glyoxal
Pyrrolidine

Vanadyl sulfate
Tripropylamine

Calcium pantothenate
Cyromazine

Vitamin E

Methylene bis(thiocyanate)
Tolylfluanid

Azoxystrobin
6-(Pent-3-en-1-yl)tetrahydro-2H-pyran-2-one
Putrescine

Testosterone
L-Glutamine
3-Methylbutyl acetate
I-Tryptophan

L-Proline

L-Cysteine
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Isovaleric acid
2-Methoxynaphthalene
Propanedioic acid
Geranyl acetate
Iron{ll) oxide
Scopolamine
Hexylamine

Hexanal

Methyl isothiocyanate
Lufenuron

Diacetone acrylamide
Amitraz
4-Aminopyridine
Metsulfuron-methyl
Aldicarb
Quizalofop-ethyl
Oxadiazon

Prometon

Picloram

Phosalone

Pentachloronitrobenzene
2,2',4,4' 5-Pentabromodipheny! ether

Naled
Metribuzin

Methyl mercury(ll) cation

Methoxychlor
Metalaxyl
Indeno(1,2,3-cd)pyrene
Triasulfuron
Tralomethrin

2,3,7,8-Tetrachlorodibenzo-p-dioxin
2,2'4,4'-Tetrabromodiphenyl ether

Terbacil

Tebuthiuron
Myclobutanil
Imazaquin
Hexazinone
Fenpropathrin
Chiorthal-dimethyl
2-Chloronaphthalene
Benzo(k)fluoranthene
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Benzo(g,h,i)perylene
Benzo(b)fluoranthene
Benz(a)anthracene
1,2,3,6,7,8-Hexachlorodibenzo-p-dioxin
2,2',4,4' 5,5'-Hexabromodiphenyl ether
Fluridone

Endothal

Diquat dibromide

Dicamba

Dibenz{a,h)anthracene

Codeine

Morphine

Mestranol

Pentabromophenol

Cyazofamid

Acetamiprid

2,4-DB

Zoxamide

Trifloxystrobin

Rimsulfuron

Pyrimethanil

Methoxyfenozide

Flufenacet

Etoxazole

Clopyralid

Fenamidone

Forchlorfenuron
Propoxycarbazone-sodium
Mepanipyrim

Imazamox

4-Chlorobenzoic acid
2-Chlorobenzoic acid

Bifenox
1,3-Dichloro-5,5-dimethylhydantoin
2,4-Dibromophenol

Trichlorfon
3-Methylcyclopentadecan-1-one
Cadinene

Mercurate(1-), (4-carboxylatophenyl)hydroxy-, sodium

p-Xylenol blue
1,3,5-Tribromobenzene
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Tributyltin

Bis{eta(5)-2,4-cyclopentadien-1-yl) chromium
3,5-Dichlorosalicyl-3,4-dichloroanilide

2,3-Butanedione
beta-Caryophyilene
Dioctyltin maleate

Stearatochromic chloride complex

Arsenous acid
Pyriproxyfen

2,4-Diamino-6-hydroxypyrimidine

Quinclorac
Thiamethoxam
3-Chloroaniline

Acetal

Clothianidin

Isosorbide

Flumetsulam

Cyclanilide
alpha-Methylbenzyl alcohol
1,8-Cineol

Decanal
gamma-Decanolactone
L-Cystine

Cyclopentanol
alpha-Cyclodextrin
L-Arginine

Anisole

Bromoacetic acid
2,3-Butanediol

Ephedrine sulfate

Ethyl methylphenylglycidate
Ephedrine

Diethyl maleate
Dichlobenil

Dibenzyl ether

Allura Red C.1.16035

C.I. Acid Blue 74

C.l. Acid Red 14

2,4-D, Dimethylamine salt
FD&C Red 3
4-Hydroxybenzenemethanol
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Fenazaquin

Benzylacetone

Hydramethylnon
4'-Methoxyacetophenone
4-Hydroxyacetophenone
4-(4-Hydroxyphenyl)butan-2-one
Fenbuconazole

Tyramine

Aluminum lactate
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Substance_Type

Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound

ED_002191_00014179-00098



Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
Single Compound
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Substance Note
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component of [39319-11-4]
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component of Hexamethylene diisocyanate (HDI) homopolymer
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As203 [1327-53-3]; Arsenic oxide (As205): H20 (3:5) [12044-50-7]
Arsenic oxide (As205) [1303-28-2], Arsenic oxide {As205): H20 (3:5)
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multiple acceptable structure representations

mixture of Z,E isomers

ED_002191_00014179-00128



ED_002191_00014179-00129



ED_002191_00014179-00130



ED_002191_00014179-00131



absolute stereochem
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double bond as shown; component of CGS 120668
relative stereochem; B isomer; exo-epoxide; (cis)

double geometry; cis (Z)
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NaAsQO2 parent [13768-07-5]

relative stereochem
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absolute stereochem (S), (1R,3R)
hydrate [5996-10-1)

relative stereochem
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absolute stereochem; same CAS has been assigned for mixture (alpha- beta-) and alpha-; only assigned to alphz
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CAS is specific for E isomer

(2R) isomer
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absolute stereochem
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absolute stereochem

double bond E

absolute stereochem
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absolute stereochem; rotation (-)
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absolute stereochem

ED_002191_00014179-00143



ED_002191_00014179-00144



ED_002191_00014179-00145



Structure_SMILES

NN

cc(c)o

0CC1=CC=CC=C1

CCCBr

€1=CC2=CC=CC=C2C=C1

cCl

CCCco

CIC1=CC=CC=C1
0=C=NC1=CC=C(CC2=CC=C(C=C2)N=C=0)C=C1
COC(=0)C1=C(C=CC=C1)C(=0)0C
CCC1=CC=CC=C1

cic(ch=C

CCOCCOCCO

CIc1=C(Cl)c=CC=C1
CC1=CC=C(0)C=C1
CCOCCOC(C)=0

cic(cnel

CC1=CC(0)=CC=C1
CIC1=CC=C(Cl)C=C1

CCco

ciccicol

0C1=CC=C(0)C=C1
CC1=CC=CC=C1
CN(C)C(=S)SSC(=S)N(C)C

CC=0

NC(=0)C=C
CC(C)(C1=CC=C(0)C=C1)C1=CC=C(0)C=C1
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CC1=C({0)C=CC=C1

0C(=0)C=C
CC1=CC{=C(O)C(=C1)c(C){(C)C)c(C)(C)C
COCCOo

cc(c)c)o

CCOCCOo

CC1=C(N)C=CC=C1

0C=0

CCCCOCCo
CC(CClOP(=0){0C(C)CcChoc(C)CCl
CCCCOCCOCCO

COCCOCCOo
[Na+].CIN1C(=0)[N-]C(=0)N(Cl)C1=0
0CCOCCOo

cccl

cicecl

CC1=C(C)C=CC=C1
CC1=C(N)C=C(N)C=C1
OC(=0)CN(CCN(CC(0)=0)CC(0)=0)CC(0)=0
NC1=CC=CC=C1

CCOC(=0)C=C

cic(cn=c(cnel
0=C1N(CC2C02)C(=0)N(CC2CO2)C(=0)N1CC1COo1
0CCOCCOCCO

NC(N)=S

cceecc

CCCCC(cC)C(0)=0

C=CC#N

CCIPb](cC)(cc)ce

€1C0Cco1

CC(C)=0

CC1=CC=C(C)C=C1

00

CC1=CC=CC=C1[N+]([0-])=0
0=C10C(=0)C=C1
CC1=CC(C)=CC=C1

co

CN1CCCC1=0

coc(c)(c)c

CC(C)CC(C)=0

ciccocl
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COC(=0)C(C)=C
[Zn++].CN(C)C([S-])=S.CN(C)C([S-])=S
NC1=CC(N)=CC=C1

CC(=0)0C=C

ciccl

C=0

CN(C)C=0

C1=CC2=C(C=C1)N=CC=C2

CNC

CCOS(=0)(=0)0CC

S=C=S
CCCCC(CC)COC(=0)CCCCC(=0)0CC(CC)CCCC
NC(=0)N=NC(N)=0
CC(C)(C1=CC(Br)=C(0)C(Br)=C1)C1=CC(Br)=C(0)C(Br)=C1
[0-]IN+](=0)C1=CC=CC=C1

OCCNCCO

CICC1=CC=CC=C1
CC(C)COC(=0)C1=C(C=CC=C1)C(=0)0CC(C)C
0C1=CC=CC=C1

0C1=C(Br)C=C(Br)C=C1Br
CN(C)C(=0)NC1=CC(Cl)=C(Cl)C=C1
CC(C)(C)CC(C)(C)c1=CC=C(0)C=C1
0=C1CCcccl

CC(C)C1=CC=CC=C1

C0O5(=0)(=0)0C

CCC(C)=0
CC1=C(C=C(C=C1)[N+]{[O-])=0)[N+]([0-])=0
cc(c)co

cc1co1

BrC1=C(Br)C(Br)=C(0C2=C(Br)C(Br)=C{(Br)C(Br)=C2Br)C(Br)=C1Br

CC1=CC(=0)Ccc(C)(c)Cl
C1=CC=CC=C1
C=CC1=CC=CC=C1

clcc=C
[0-]IN+](=0)C1=CC=C(Cl)C=C1
CIC1=CC(Cl)=C(Cl)c=C1
NC1=C(Cl)C=C(CC2=CC(Cl)=C(N)C=C2)C=C1
NC1=NC(N)=NC(N)=N1
CN(C)C(C)=0
CC1=C(Cl)C=CC(0)=C1
CC(=C)Cc=C
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OP(0)(0)=0

Cc(c)(c)ci=cc=Cc(oj)c=C1
0OC1=C{0C2=CC=C(Cl)C=C2ChCc=CC(C)=C1
[Pb]
0=C1C2=C(C=CC=C2)C(=0)C2=C1C=CC=C2
cc=C

OC(=0)C(0)=0

CC(=C)C(0)=0

OC(=0)C(F)

CCC(C)=NO

CCCccce

NC(=0)CCl

CI[Ni]C

[Ni++].[0-]S([O-])(=0)=0

CCCCC(cc)coc(=0)c=C

C1COCCN1

CBr

C1CCC(CC1)NSC1=NC2=C(S1)C=CC=C2
CCC(C)C1=CC(=CC(=C10)[N+}{[O-]}=0)[N+]([O-])=0
CC(C)NC(=0)N1CC(=0)N{C1=0)C1=CC(Cl)=CC(Cch=C1
C[N+]([0-])=0

CIN2CN3CNICN(C2)C3

COC(=0)C=C

0=C1CCCCCN1

0=CC1=CC=C01

CC(0)=0

CC(=C)[C@@H]1CCC(C)=CC1
C[SiJi(C)O[Si|(C)C)O[SIl(C)C)oSil{C)(C)o1
CC(=0)cc(c)(c)o

0=[Sb]O[Sb]=0
CCCCOC(=0)C1=CC=CC=C1C(=0)0cccC
0O=C{OC1CCCCC1)C1=C(C=CC=C1)C(=0)0c1ceecc
C1C=CC2C3CC(C=C3)C12

oci1ceccect

CC1=CC=C(C=CIN=C=0)N=C=0
CCCCCCCCOoC(=0)C1=C(C=CC=C1)C(=0)0occceecce
[O-][N+]1=CC=CC=C15[Zn]SC1=CC=CC=[N+]1[O-]
N{C1=CC=CC=C1)C1=CC=CC=C1
CC1=CC(C)=C(C)C=C1
CCCC[Sn](CCCC){CcCcca)o[sn](cceey(cececiccecce
0=CC1=CC=CC=C1

(F)C(F)F)C(F)F)C(F)F)C(F)(F)IC(FIF)C(F)F)F

ED_002191_00014179-00149



C1CCCcCl

CCCCC(CC)COC(=0)C1=C(C=CC=C1)C(=0)0CC(CC)ccce
CCCCOC(=0)C1=C(C=CC=C1)C(=0)0CC1=CC=CC=C1

CCCCOC(=0)C(C)=C

CCC1Co1

ccee

COC(=0)C1=CC=C(0)C=C1
CCCOC(=0)C1=CC=C(0)C=C1

cicl

OC(=0)CCl
CIC1=C(CI)C(C#N)=C(CI)C(C#N)=C1Cl
0=[Cr](=0)=0

CCCCOC(=0)CC(CC(=0)OCCCCHOC(C)=0)C(=0)0CCCC

[Co]

OC(=0)C1=CC=CC=C1
0=[V](=0)0[V](=0)=0
OC(=0)CNCP{0O)(0O)=0
NC(N)=0

NC=0

01C=CC=C1

0=CC=0

CCN(CC)CC

OCCN(cco)cco
0=C=NCCCCCCN=C=0
CCCCOP(=0)(0cCcceyoccecc
C=CC=0

CC#N

Cl

CC(=0)0C(C)=0

CHN

S

N

BrCCBr

COCCcocC

CCo
C1=CC2=CC3=C(C=CC=C3)C=C2C=C1
NCCNCCO
NC1=CC=C{C=C1)[N+]([O-])=0
NC1=CC=C(CC2=CC=C(N)C=C2)C=C1
NCCO
CICCOP(=0)(0ccchocccl
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NC1=CC(Cl)=C(Cl)C=C1
COC1=CC=CC=CIN
NC1=C(Cl)C=CC=C1

Cc=C

Clc=c(chcl
[NH4+].[O-]C(=0)C(F)(F)C(F)F)C(FNF)C(F)(F)C(F)(F)C(F)F)C(F)(F)F
CCOC(C)=0

0cCco

C1Cco1

CCcccc(ccyco
[Na+].[0-]C(=0)C1=CC=CC=C1
OCCC{F)F)C(FUFIC(R)(F)C(F)(F)C(F)F)CF)(F)C(F)(F)C(F)(F)F
Ccccececco

NC1=C(N)C=CC=C1
CCcceececeececcccecccc(o)=0
CC(C)[N+]([O-])=0

C1=CC=NC=C1
CC(CC1=CC=C(C=C1)c(C){c)C)Cc=0
OC(=0)C1=CC=C2C(=0)0C(=0)C2=C1
0C1=C(0)C=CC=C1

[Na+].[C-]#N
CCCCCCCCCCCCCCCCCCN
OC(=0)C1=C(0)C=CC=C1
0OC1=CC(0)=CC=C1

clcg(chcal
[Na+].CCCCCCCCeeecos([o-)(=0)=0
C=CC=C

CCCcco
C1=CC=C(C=C1)C1=CC=CC=C1

S=[Pb]

CCCCcceceececc(o)=0
CC(C)=Ccce(c)(o)c=C

O=[Pb]=0

CC1=C(C(=C(C(C)=C1[N+]([O-])=0)[N+)([O-])}=0)C(CHC)C)[N+]([O-])=0

C[PbJ(C)(C)C

I

CC(C)(C)00
CC(=0)C1=C(C)C(=C(C(=C1C)[N+]([O-])=0)C(C)C)C)[N+]([O-])=0
[NH3+]0.[NH3+]0.[0-]5([0-])(=0)=0

0C1=NC(0)=NC(0)=N1
C1=CC2=C3C(C=CC4=CC=CC(C=C2)=C34)=C1
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COCCOC(=0)C1=C(C=CC=C1)C{=0)0CccocC

O=[Ti]=0

[Na+].[O-][CI}(=0)=0
COC(=0)C1=CC=C(C=C1)C{=0)0C
CC(=0)0[Hg]C1=CC=CC=C1

CS{C)=0

[Na+].[CI-]

CCCCOoC(C)=0

[Na+].[O-][Cl]=0

[NH4+].[INH4+].[O0-IS([0-])(=0)=0
CllC@H]1[C@H](Ch[C@@H]{(Cl)[C@@H](Ch[C@H](C)[C@H]1CI
O=C1CcCCcC1

CCC(0)=0

C0oC=0

Cl

COC(=0)C1=CC=CC=C1

ccceececcceco

COC(C)=0

ClC1=C{cl)c(chy(chc(ch=c1cl

C=CN1CCCC1=0
CCCCI1COC(CN2C=NC=N2)(01)C1=C(Ch)C=C(Cl)C=C1
[Na+].[O-]Cl

[OH-].[Na+]

[Na+].0S([0-])=0
[Na+].[Na+].[O-][Cr](=0)}(=0)O[Cr]([0-]){(=0)=0
CCOC(=0)C1=CC=CC=C1C(=0)0cCC
[Na+].[Na+].[O-][Cr]([O-])(=0)=0
CON(C)C{=0)NC1=CC=C(Cl)C(Cl)=C1
CCOC(=0)C1=CC=C(0)C=C1

CN
CCCCCCCCCCCOoC(=0)C1=CC=CC=C1c(=0)occeeeccececcc
[Mn+].[C-]#[O+].[C-]#[O+].[C-]#[O+].CC1C=C[C-]=C1
ClC1=C(cl)c(cl)=C(cl)c(Cl)=C1CI
clc(cn(cnc(cnchcl

Cl[Zn]CI

O=[Zn]

CCNC1=NC(NCC)=NC(Cl)=N1

OC(=0)\C=C\C(0)=0

[Al+3].[AI+3].[O0-]S([0-])(=0)=0.[0-]S([0-])(=0)=0.[0-]5{[0-]}(=0)=0

0=[As](=0)O[As](=0)=0
01[As]20[As]30[As]10[As]}(02)03
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O[As}{0)(0)=0

[C-1#[SiH+]

COoCccoccoc

[Ag+].[0-][N+]([O-])=0

[Cl-].[Ag+]

[Zn++].[0-]S([O-])(=0)=0

N1C=NC=N1

[NH4+].[Cl-]

[F-1.[F-].[F-].[Al+3]

0OCCcco

Cc(c)(cyooc(cycycece(cycyooc(cycic
CCCN({CCC)C1=C({C=C(C=C1[N+){[O-])=0)C(F)(F)F)[N+]{[O-])=0
CC1=C{C=CC=CIN=C=0)N=C=0
[CI-].CNC=C\C[N+]12CN3CN(CN(C3)C1)C2
CCC1=CC=CC(CC)=CIN(COC)Cc(=0)CCl
[Na+].[Na+].[O-]B(OB=0)OB{([0-])0OB=0
N=C(NC1=CC=CC=C1)NC1=CC=CC=C1

CC(=C)C1=CC=CC=C1
CCN(CC)C(=S)SSC(=S)N(CC)CC
CCNC1=NC(NC(C)C)=NC(Cl)=N1
CC1=C(O)C(=CC(=C1)[N+}([O-])=O)[N+]([O-])=0
CI[Al(ChCI

0OCc(o)co
0=P(C1=CC=CC=C1){C1=CC=CC=C1)C1=CC=CC=C1
0S(0)(=0)=0

OC(=0)Cc(0)(cc(o)=0)Cc(0)=0
[K+].[K+].[O-][Cr](=0)(=0)O[Cr){[O-]}{=0)=0
0=C{C1=CC=CC=C1)C1=CC=CC=C1

[K+].[C-]#N

0=[Cr]O[Cr]}=0

[Cr]

[CI-].C[N+]{C){C)CCO

0CC1=CC=C0O1

ClC1=CC=CC(Cl)=C1CI
0O=C{0CC1=CC=CC=C1)C1=CC=CC=C1
CCOP(=S)(OCC)OC1=NC(Ch=C(cCl)c=C1cl
NC1=CC=C(Cl)C=C1

[CI-].[CI-].[Co++]
[K+].[0-15(=0)(=0
[Co++].[0-]S({[O-])
CCCceeccc(o)=0
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0C(=0)C1=CC=C(C=C1)C(0)=0
[K+].OP(O)([O-])=0
cccc[sn](cl(cnececc
CC(O)(P(O)(0)=0)P(0){0)=0
0C1=C(CC2=CC=CC=C2)C=C(Cl)C=C1
0C1=C(C=CC=C1)C{=0)0CC1=CC=CC=C1
cc(clyccl

C\C=C\C=C\C(0)=0
CCC1=C{N(C(C)COC)C(=0)CCl)c(C)=CC=C1
CCCCeeececeececececce(o)=0

CN(C)CCCN

CCCCccco

COCCOC(C)=0
CC1=CC2=CC=CC=C2C=C1
[Cu++].[O-]S([O-])(=0)=0

CCCC(0)=0
COC(=0)NC1=NC2=CC=CC=C2N1

O=[Cu]

S=C1NCCN1
0C1=CC=C(C=C1)C1{0C(=0)C2=C1C=CC=C2)C1=CC=C(0)C=C1
[O-]IN+]{=0)C(ChH{Chcl

CC(=0)CC(C)=0

[Ni][Ni][Ni]=5=S
CNC(=0)0C1=C2C=CC=CC2=CC=C1

[Cd]

CI1CNCCN1

[K+].[O-][N+]{[O-])=0
[0-][N+](=0)O[Cd]O[N+]([0-])=0
CC(C)coC(=0)C(C)=C
[Na+].[O-][N+])([O-])=0

O=[Cd]

[Cd++].[O-]S([O-])(=0)=0
[Co++].[O-][N+]([0-])=0.[O-][N+]([O-])=0
[K+].[1-]

OB(0)O

CCcceee=C
[OH-1.[K+1.[Zn++].[Zn++].[O-][C H[O-]1)(=0)=0.[0-][Crl{[O-]){=0)=0
[Ni]

[Ni++].[O-]C([O-]}=0

O[Ni]O

CCOC(N)=0
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0C(=0)CCC(0)=0
CCCCCCCCCCCC(=0)N(CCOo)CCo

NCI

[Zn++].[S-]C(=S)NCCNC([S-])=S
[Na+].[Al+3].[O-][Si]([O-])=0.[O-][SI{[O-])=0
C[Sn}{CI){Ch)CI
CC1=C(N)C=CC(=C1)N=NC1=C(C)C=CC=C1
CCccc[sn](cl{ccee)ccee

[Ca++].[O-][Si]([0-])=0

0=[Si]=0

0[Calo

[Ca++].[O-]C([O-])=0

CCCCNC(=0)OCCHCI
[0-]5([0-])(=0)=0.0C[P+](CO){CO)CO.OC[P+](CO)(CO)CO
FC(F)(F)c(cl)Cl
0.0.[Na+].[Na+].[0-][Cr](=0)(=0)O[Cr]([0-])(=0)=0
CCOC(=0)CC(=0)0CC

[F-].[Na+]

O1[Fe]20[Fe]102

COP(=0)(0C)oc=c(cl)cl
CC(=0)CC(C1=CC=CC=C1)C1=C(0)C2=CC=CC=C20C1=0
C=CCOC(=0)C1=C(C=CC=C1)C(=0)0CC=C
CC1C(C)(C)C2=CC3=C(C=C2C1{C)C)c(C)cOC3
[Na+].0C([C-])=0

Cc(=C)cicce(c)=ccl
CIC1=CC=C(C=C1)C(C1=CC=C(Cl)c=C1)c(CI)(Cl)CI
CCCCCCCCCC(0)=0
0.0.0.0.0.[Cu++].[0-]5([0-])(=0)=0
CN1CSC(=S)N(C)C1

[Na+].[Na+].[O-]C([O-])=0
NC1=CC=C{C=C1)\N=N\C1=CC=CC=C1
COC1=CC=C(CC=C)C=C10C
CC1=C(SCCO1)C(=0)NC1=CC=CC=C1

[C]

BrC1CC(Br)CC(Br)CC(Br)CC(Br)CC(Br)C1
[Na+].[Br-]
[K+].[K+].[0-]5(=0)(=0)005([0-])(=0)=0
[K+].[K+].[0-]S([O-])}{(=0)=0
0O(C1=CC=CC=C1)C1=CC=CC=C1
cic(cl)=c(clyc(cl)=c(cl)cl
CN(C)C1=CC=C(C=C1)C(=0)C1=CC=C(C=C1)N(C)C
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[Na+].[Na+].[O-][Si}{[O-])=0
[Na+].[Na+].OP([O-]){[O-])=0
CC(C)(C)C1=CC=C(OC2CCCCC205(=0)0CCHC)C=C1
CCCCCcece=0

cce(c)(c)oc
CC1=C2C=CC=CC2=CC=C1
CCCN({CCOC1=C(C)C=C(CI)C=C1Cl)C(=0)N1C=CN=C1
CNC(=0)0C1=CC=CC=C10C(C)C
COC(=0)C1=CC=CC=C15(=0)(=0)NC(=0)N(C)C1=NC(OC)=NC(C)=N1
[Mn++].[0-]S([O-]}(=0)=0
0C(CC(0)=0)C(0)=0
C1.CC1=NC=C(CO)C(C0O)=C10
[Mg++].[0-]S([0-])(=0)=0
[Mg++].[CI-].[CI-]

CCCC=0
COC(=0)C1=C(0)C=CC=C1
CCccecececcecc(=o0)oc
0C(=0)CC1=CC=CC=C1
CCC(C)(c)c1=Ccc=c(0)c=C1
COC1=CC=C(0)C=C1
CC1=C(C)C=C(0)Cc=C1
0C1=C(C=CC=C1)C1=CC=CC=C1
cc(c)c1=cc=c{c)c=C1
[CI-].C[N+](C)(C)cc1col
CCCCocCc1col

CCCCCCCC(0)=0

CCCCCCCc=0
cc(c)(c)c1=c({o)c=Ccc=C1
CC1=CC=CC(C)=C10

CCC=0

OCCC1=CC=CC=C1
CN1IN(C(=0)C=C1C)C1=CC=CC=C1
CC(=0)00

cc(c)c=0

CI1CCNCC1

0=5=0

(S]

CCOC(=0)c(C)=C

CCOC=0

0[Se](0)=0
CCOP(=0)(NC(C)C)OC1=CC=C(SC)C(C)=C1
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CC(C)C1=CC=C{NC(=0O)N(C)C)C=C1
OC[C@@H](0)[C@@H](O)[C@H](0)[C@@H](0)C(0)=0.0C[C@ @H](0)[C@@H](O)[C@H](O)[C@@H](O)C(O)=(
CC(C)=CCC\C(C)=C\CO

[Fe++].[0-]S{[O-])(=0)=0
[Fe+3].[Fe+3].[0-]S([0-])(=0)=0.[0-]S([O-])(=0)=0.[0-]S([0-])(=0)=0
0.0.0.0.0.0.0.[Fe++].[0-]S([O-])(=0)=0

NO

S1C=CC=C1

OC[C@H](O)[C@H]10C(=0)C(0)=C10

CCccecee=0

0OCC(0)=0

NCC(0)=0

CN(C)C

0=CCCCC=0

CC(C)(NC(=0)C1=CC(Cl)=CC(Ch)=C1)CH#C

CC(C)=CCCC(=C)Cc=C

[CI-].[CI-].[Hg++]

CC1=Cccaccicz(c)c

[K+].[K+].[O-][Cr){[O-]){=0)=0

0OC1=CC=CC2=CC=CN=C12

CCCC(C)=0

CC(C)N

OCCNICN({CCO)CN(cCco)Cc1
[Na+].[Na+].NC1=C2C=CC=CC2=C({C=C1\N=N\C1=CC=C(C=C1)C1=CC=C(C=C1)\N=N\C1=C(N)C2=CC=CC=C2C(=C1
CC1=CC(C)=C(0O)C=C1

cc(c)cco

[K+].[O-]1S(=0)(=O)C(F)(F)C(F)(F)C(F)F)C(F)(F)F
[Ni++].CC([O-])=0.CC([0-])=0
OCCC{F)F)C(FURICIR)F)CR)F)C(F)F)C(FUFIC(F)(F)C(F)(F)C{F)(F)C(F)XF)F
CC1=CNC=N1
0OC1=C(\N=N\C2=CC=C(C=C2)\N=N/C2=CC=CC=C2)C2=CC=CC=C2C=C1
occ(o)ccl

COoCccocecocceoc
[Na+].[Na+].NC1=CC(N)=C(C=C1)\N=N\C1=CC=C(C=C1)C1=CC=C(C=C1)\N=N\C1=C(C=C2C=C(C(\N=N\C3=CC=CC
CC(=0)0CC1=CC=CC=C1

coc(c)co

0=C10C2=C(C=CC=C2)C=C1
CC1=CC{=C(C=C1)\N=N\C1=C2C=CC=CC2=CC=C10)[N+]{[O-])=0
CIC(CI){Cl)SN1C(=0)C2CC=CCC2C1=0
[Na+].[0-]C1=C(C=CC=C1)C1=CC=CC=C1

[Gal#[As]
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